Abstract
. Fractional atomic coordinates (x, y, z) (7) -0.00017(11) 0.00280 (9) 0.00293(6) sin 0.0032 (2) -0.00022 (16) (9) 0.0007(7) 0.0000 (7) (9) -0.0011(6) -0.0005(7) -0.0002(6) 0.0007(7) 0.0012(4) cos -0.0060 (9) 0.0003(6) 0.0011(7) 0.0032(5) -0.0014(7) 0.0001(4) C18 0.0151(6) 0.0117(4) 0.0117(2) -0.0009(4) 0.0023(3) 0.0007(2) sin 0.0015 (9) -0.0001(6) -0.0012(7) -0.0013(5) -0.0005(7) 0.0021(4) cos -0.0001 (9) 0.0010(6) -0.0009(7) -0.0012(6) 0.0000(6) 0.0005(4) 
Modulation of the acidic hydrogen atoms
The difference Fourier map obtained after the final refinement of model A reveals maxima on the covalent bonds (Fig. 1) . Apparently, the resolution of the diffraction data ( Table 1 in the main text) was sufficient to obtain the reorganisation of electron density due to chemical bonding. Nevertheless, the resolution of the diffraction data is worse and the temperature of the crystal is higher than is generally accepted as necessary for a multipole refinement. Furthermore, software is not available for multipole refinements of modulated structures. Therefore, we present model A in the independent-atom approximation as the best model that we have been able to achieve.
Similarly to covalent bonds, the difference Fourier map reveals density at lone pairs of oxygen atoms. This density interferes with the density of the modulated hydrogen atoms. Nevertheless, the difference Fourier map obtained after refinement of a model without the acidic hydrogen atoms clearly shows positive density near O2 of the O2-H1o2· · ·N2 hydrogen bond, which is well described by introducing a virtually nonmodulated hydrogen atom. See top row vs bottom row in Fig. 2 . The remaining density near O2 in the difference Fourier map of model A will represent the lone pair of O2.
Sections through the O1-H1o1· · ·N1 hydrogen bond of the same two difference
Fourier maps reveal density close to N1 for t = 0.31 and density close to O1 for t = 0.85 (bottom row in Fig. 3 ). This density is well described by the modulated positions of H1o1 hydrogen atom, while the remaining density near O1 in the difference Fourier map of model A should be interpreted as the lone pair of O1. 
